: Parameters used for blocking for the Ac-X-NHMe simulations. Integer atom codes and mass codes according to the GROMOS 54A7 force field. 6 A structure with a pair of φ/ψ backbone dihedrals, that falls within one of these regions is assigned to belong to the secondary structure element given in the first column. All remaining structures are considered to be unclassified. The experimental comparison was based on helical R , β and P II . definitions type Figure S4 : Correlation plot of experimental J-values with the calculated ones, based on 54A7 (black), our suggested set (red) and the individually optimized (blue) parameters. Since alanine is a strong outlier for 54A7, we also report the correlation coefficient for the remaining residues only which leads to a slight improvement (see second value). The slopes are 0.380, 0.397, 0.789 and 0.957, and the intercepts are 4.025, 3.952, 1.331 and 0.289 for 54A7, 54A7 without alanine, our suggested set and the individually optimized set, respectively. The markers for Ala and Gly are positioned identically in the proposed and the individually optimized sets.
